
 ID Tox21_113439         Plate Batch4-SP112429 Well P1-L-07    File SP112429-L07.D       Inj Date: 26 Nov 13   7:52 am  MF C19H19N3O5S     MW 401.1     Expected Conc: 3.00 mM
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  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 0.15          5.5   0.0     0.07                                 3.0

 1.66          0.0   0.0                       0.18 mM            3.0

 2.32          0.0   0.0                       0.29 mM            3.0

 2.48         94.5 100.0     0.89              5.16 mM            3.0

 2.60          0.0   0.0                       0.27 mM            3.0

 2.77   Yes    0.0   0.0                       0.28 mM   0.09 mM  3.0

 3.08          0.0   0.0                       0.03 mM            3.0

 3.19          0.0   0.0                                          3.0

Comment: Failed-Purity, no signal in purity detectors

m/z500

Norm.

0
20
40
60
80

*MS+ 0.110:0.292 min
Max: 975

 8
05

.4

 2
23

.0

 3
23

.2

 4
36

.6

 9
45

.2

 5
90

.8

 7
08

.0

 5
05

.0

 8
70

.6

 5
15

.0

 1
79

.2

 5
97

.0

 7
61

.2

 6
79

.0

 9
25

.0

 1
60

.3

m/z500

Norm.

0
20
40
60
80

*MS- 0.110:0.292 min
Max: 9715

 2
40

.6

 1
65

.0

 7
96

.6

 7
14

.8

 6
33

.2 2
49

.4

 4
69

.2

 3
86

.8

 5
50

.1

 2
23

.3

m/z500

Norm.

0
20
40
60
80

*MS+ 2.445:2.551 min
Max: 172662

 4
36

.3
 4

34
.3

m/z500

Norm.

0
20
40
60
80

*MS- 2.445:2.551 min
Max: 993635

 8
67

.7

 4
33

.5
 4

31
.8

m/z500

Norm.

0
20
40
60
80

*MS+ 2.573:2.659 min
Max: 31123

 4
36

.2
 4

34
.3

m/z500

Norm.

0
20
40
60
80

*MS- 2.573:2.659 min
Max: 405118

 4
32

.1

m/z500

Norm.

0
20
40
60
80

*MS+ 2.738:2.836 min
Max: 2375

 6
40

.6

 7
96

.6

 9
53

.0

 1
77

.8
 2

36
.9

 4
36

.0

 3
39

.0

 7
36

.8

 5
72

.0
 5

14
.8

 8
64

.8

 4
68

.2 4
02

.2

m/z500

Norm.

0
20
40
60
80

*MS- 2.738:2.836 min
Max: 394373

 2
58

.9

 3
56

.0
 4

00
.0

Page 1 of 1

http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144206989
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